LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140258.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 3 10 23 rVB 1429570 2295847 67.62% 6.533%
2 2.257 23 28 57 rVB2 47385 128660 3.79% 0.366%
3 5.093 500 510 519 rBV 361241 560398 16.50%  1.595%
4 5.493 572 578 583 rBV 2203666 2923306 86.09%  8.318%
5 5.893 640 646 654 rBV 33836 45220 1.33% 0.129%
6 6.498 742 749 754 rBV 2194415 2981178 87.80% 8.483%
7 6.704 780 784 789 rBvV2 25001 37973 1.12% 0.108%
8 6.875 808 813 818 rBV 707776 853722 25.14%  2.429%
9 7.269 876 880 889 rvVB 21995 41967 1.24% 0.119%
10 7.434 898 908 913 rBV 1515491 2000650 58.92% 5.693%
11 7.681 946 950 957 rVB3 52876 76135  2.24% 0.217%
12 7.798 959 970 975 rBV5 33022 74353 2.19% 0.212%
13  8.157 1024 1031 1037 rBV 866842 1143299 33.67% 3.253%
14  8.445 1076 1080 1083 rBV4 27430 37495 1.10% 0.107%
15 8.657 1113 1116 1122 rBV4 46149 68837 2.03% 0.196%
16 8.745 1127 1131 1134 rBV2 84572 108431 3.19% 0.309%
17 8.975 1166 1170 1174 rVV2 88483 127291 3.75% 0.362%
18 9.110 1188 1193 1197 rVB4 50898 90624 2.67% 0.258%
19 9.175 1201 1204 1208 rVV3 50990 66867 1.97% 0.190%
20 9.233 1209 1214 1219 rVV 2740624 3395466 100.00% 9.662%
21  9.310 1223 1227 1231 rBV 259395 336421 9.91% 0.957%
22 9.381 1236 1239 1243 rVB 73871 91381 2.69% 0.260%
23 9.492 1255 1258 1264 rVB5 47509 82367 2.43% 0.234%
24 9.569 1264 1271 1273 rBV6 82754 196237 5.78% 0.558%
25 9.633 1277 1282 1284 rBV4 154554 229681 6.76% 0.654%
26 9.692 1289 1292 1296 rVB2 108797 134540 3.96% 383%
27 9.845 1313 1318 1322 rVB 419969 529316 15.59% 506%
28 9.916 1325 1330 1334 rVB 835477 1072219 31.58%

29 10.016 1345 1347 1352 rVB2 47541 56985 1.68%
30 10.080 1354 1358 1359 rBV 77035 104905 3.09%
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31 10.163 1369 1372 1376 rBv4 112831 159775 4.71%
32 10.345 1398 1403 1407 rBV 609155 769574 22.66%
33 10.563 1435 1440 1446 rBV 269895 446708 13.16%
34 10.622 1447 1456 1453 rBV2 113355 160281 4.72%
35 10.704 1458 1464 1469 rBV 1245919 1612654 47.49%
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36 10.822 1479 1484 1492 rVB 815481 1315787 38.75% 3.744%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF110524.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.269 1555 1560 1563 rBV 736793 986348 29.05% 2.807%
38 11.298 1563 1565 1571 rVB 338436 412897 12.16% 1.175%
39 11.404 1579 1583 1589 rBV 695122 984082 28.98% 2.800%
40 11.698 1628 1633 1637 rBV 652149 829926 24.44% 2.362%
41 11.933 1669 1673 1680 rVB 292771 429576 12.65%  1.222%
42 12.104 1698 1702 1706 rVB 598654 710376 20.92% 2.021%
43 12.386 1747 1750 1758 rVB 85663 122326 3.60%  0.348%
44 12.492 1764 1768 1773 rVB 485413 610054 17.97% 1.736%
45 12.622 1786 1790 1802 rVB 154914 315657 9.30% 0.898%
46 12.863 1825 1831 1836 rVB2 341344 577057 16.99% 1.642%
47 12.992 1848 1853 1861 rVB 2010055 2583338 76.08% 7.351%
48 13.221 1888 1892 1899 rBV 227155 320229 9.43% 0.911%
49 13.563 1947 1950 1955 rBv2 138614 186416 5.49% 0.530%
50 13.898 2004 2007 2016 rVB3 148141 248611 7.32% 0.707%

51 14.051 2028 2033 2044 rVB2 545235 891524 26.26% 2.537%
52 15.539 2282 2286 2302 rVB 313210 578150 17.03% 1.645%

Sum of corrected areas: 35143117
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\

BF140258.D
: 06 Nov 2024 15:52
: RC/JU
: P4709-03
: 7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

o

TIC: BF140258.D\data.ms

5.493

6.498

152 7.434

6.875

5.093

257 5.893 6.704 7.269 7.6¢

Time-->

~ g -
LN B LI L B L I L B L B B IR L L B R I R [ DT T T T T T T AT T T[T T T[T [T T T rrrrjrrt

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF140258.D\data.ms

9.233

12.992

13.221

0
Time-->

— — — — — — 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF140258.D\data.ms

14.051
15.539

M

13.563 13-898

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 53.78 ng 2295850 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 10 (2.152 min): BF140258.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 /\
P
‘ J 88.0 2.202.302.402.502.60
Ol L P80 L 880 /2 43.10 41.62%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 T T T T[T T T T[T T T[T TT Tt

2.202.302.402.502.60

43.0
‘ m/z 55.05 28.40%
27.0 88.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
P e
2.202.302.402.502.60
5000 55.0 m/z 87.05  26.36%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL B EEAREREERZN L
73.0 2.202.302.402.502.60

m/z 41.05 13.88%

5000
430

m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.257 3.01 ng 128660 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 33
3 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 10
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 28 (2.257 min): BF140258.D\data.ms (-23) (-) m/z 75.10 100.00%

75.1
5000 48.0
R
‘ 103.0 220 240 2.60
o""H“L"u‘wm""‘1H‘HH_MW_MW‘ m/z 73.05 74.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 90 L L B B B B
220 240 260
m/z 45.05 50.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10082: Propane, 1,1-dimethoxy-2-methyl-
75.0
Lo e
220 240 260
5000 m/z 41.05 30.67%
47.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92152: 2,5-Diethoxy-3-methyl-3-vinylhexane i e  BAamaan e
73.0 220 240 2.60
m/z 47.05 20.74%
45.0
5000
0 1030 1390 214.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.093 13.13 ng 560398 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 510 (5.093 min): BF140258.D\data.ms (-500) (-) m/z 43.05 100.00%

3.0
5000
1011 LU L B I B AL B
‘ ‘ 4.80 5.00 5.20 5.40
Ol al®®0 2970 n/z 59,16 56.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I L LA BN
4.80 5.00 5.20 5.40
m/z 101.10  18.28%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R aRa AR
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.63%
0 37\ \‘H 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate A RamEE e e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.92%
5000
15.0 | 72.0 100.0
ottt PO TS
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.310 6.28 ng 336421  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 81
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
Abundance Scan 1227 (9.310 min): BF140258.D\data.ms (-1223) (-) m/z 57.10 100.00%
57.1
5000
85.1
e
9.00 9.20 9.40 9.60
113.1 145.1 193.2
0 m_uw‘HM‘H_‘m‘_m_Hww}???‘wwww m/z 43.10 78.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L B LR B B
85.0 9.00 9.20 9.40 9.60
20.0 m/z 71.10 54.04%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
 AAREmaEas SR
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 41.17%
29.0
ol by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane ERamE AR
57.0 9.00 9.20 9.40 9.60
m/z 85.10 33.32%
5000 85.0
29.0
‘ ‘ H ‘ 112.0 141.0 184.0
VS 1 S e = S M A R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Naphthalene, 2,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.569 3.66 ng 196237  Acenaphthene-di10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 90
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 89
Abundance Scan 1271 (9.569 min): BF140258.D\data.ms (-1264) (-) m/z 57.10 100.00%
57.1
156.1
5000
851 1191 i ‘

0L w“‘H““M“1“1‘”,“‘1“ﬂ“w“”‘ e b5 m/z 156.10  63.52%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #33147: Naphthalene, 2,7-dimethyl-

156.0
5000 ‘A\ S \
9.50
m/z 141.00 56.69%
77.0 128.0
41.0
0 H\‘\‘H\“‘\\“\‘\“H\‘H"\\\1\0‘2\.\0\‘\‘\‘!‘H‘i‘\\‘w‘uu‘uu‘uu‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
SN T
9.50
5000 m/z 43.10 56.37%
115.0
I )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl- o
156.0 9.50
m/z 71.10  44.56%
5000
115.0
280 510 710 T
ot e e e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52

Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Carbonic acid, eicosyl viny... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.633 4.28 ng 229681  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 58
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 52
3 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 52
4 Nonadecane 268 C19H40 000629-92-5 49
5 Hexadecane 226 C16H34 000544-76-3 49
Abundance Scan 1282 (9.633 min): BF140258.D\data.ms (-1277) (-) m/z 57.10 100.00%
57.1
- m
132.1
T —
H ‘ ‘ 74.1 9.50 10.00
- H Al | “““2‘1‘1"3‘ e m/z 43.10  84.02%
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e ——
9.50 10.00
m/z 71.10  83.18%
O T T “\ \L‘ ‘ ‘ “‘ ‘H‘ “ \L‘ \‘174\1- 0\ ]\-8\2\0 T L 2\5‘2.\0\ L \32\5\|
miz--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
~ —
9.50 10.00
5000 m/z 41.10 44 .18%
99.0
N S L 7Y
miz--> 50 100 150 200 250 300
Abundance #107237: 2,6,10-Trimethyltridecane —— —
57.0 9.50 10.00
m/z 85.10 38.72%
) M
080 | ‘\‘ A0 a0 P
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.845 9.87 ng 529316  Acenaphthene-d10 9.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
Abundance Scan 1318 (9.845 min): BF140258.D\data.ms (-1313) (-) m/z 57.10 100.00%
57.1
o oed AvﬂwAﬁwqﬂA«wa\ﬁAJJ
— —
9.50 10.00
113.1 1451 1742
0 m_uw‘H‘H“‘u“1‘H‘_m_HWm‘w_wz”l?wzw m/z 43.10 76.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 — e
85.0 9.50 10.00
290 m/z 71.10 58.53%
0 \‘ L\ H \‘\ Il ‘11?0\14%10 169.0 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— T
9.50 10.00
5000 m/z 85.10 38.42%
85.0
29.0
0 \ ‘ Lo M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane T —
57.0 9.50 10.00
m/z 41.10 37.98%
5000 85.0
29.0
Ot e 2014101600 1980 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.345 14.35 ng 769574  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
Abundance Scan 1403 (10.345 min): BF140258.D\data.ms (-1398) (- m/z 57.10 100.00%
57.1
" 84 \MNJ\AAJJ\LNkamNﬂ
1000 10.50
113.1 : .
0 HWm“;”h‘_‘”m1um‘w;Mﬁf‘,lulwl‘??“lm‘_“2‘,2]9‘3_””” m/z 43.10  74.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107217: Hexadecane
57.0
5000 e .
85.0 10.00 10.50
29.0 m/z 71.10  56.71%
0 “ \ H\ H\ i \11?’ 0141 0169.0 226.0
H\‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
- T
10.00 10.50
m/z 85.10 39.39%
5000 85.0
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane T —
57.0 10.00 10.50
m/z 41.10 37.65%
5000 85.0
29.0
0 L | [t180141.0160,0198.0
‘H‘H‘wu‘w‘m‘mm‘_‘m‘uupu‘w‘H‘_H‘_‘H,HH‘H‘W‘H‘ — ——
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Undecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.563 8.33 ng 446708  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 86
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 74
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1440 (10.563 min): BF140258.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1
w0 MA
‘ ‘ 1050 |
99.1 .
169.1
(O S— “hu |44 i3 or 2258 m/z 43.10  51.30%
m/z--> 0 50 100 150 200 250
Abundance #33078: Undecane
43.0
5000 —— :
10.50
85.0 m/z 71.10 50.79%
O ‘ T T “\ ‘\‘ ‘H“\ ‘!‘ \“\ H‘ \‘ T T \1‘5‘6\-0\ T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0
— T \
10.50
5000 m/z 85.10 25.51%
99.0
miz--> 0 50 100 150 200 250
Abundance #59045: Dodecane, 2-methyl- T
43.0 10.50
m/z 41.10 25.43%
5000 85.0
141.0
020 ULl e -
m/z--> 0 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzophenone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.622 2.99 ng 160281  Acenaphthene-die 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12HONO 014548-46-0 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 Benzoylformic acid 150 C8H603 000611-73-4 46
5 Phenacyl thiocyanate 177 CSH7NOS 005399-30-4 43
Abundance Scan 1450 (10.622 min): BF140258.D\data.ms (-1447) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.1
Ot u““ Jl u“ww b B L2182 0 s 70.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 — —_
10.50 11.00
51.0 m/z 182.10 57.51%
152.0
0 ‘\\\\‘\\‘\\‘\\\h“‘\\\\‘\‘\\\‘\\\\‘\\1”\‘\\\\‘H\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
e —
770 183.0 10.50 11.00
5000 51.0 m/z 51.85 31.46%
0 I Ml 154.0 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30107: Benzenecarbothioic acid, S-methyl ester — —
105.0 10.50 11.00
m/z 71.10 17.12%
77.0
5000
51.0
N N O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.822 26.74 ng 1315790  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 1484 (10.822 min): BF140258.D\data.ms (-1479) (-] ' m/z 57.10 100.00%
57.1

-

5000
9.1 10.50 11.00
ol kb bl (109 2408 0wz 4318 71.37%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 o ——
10.50 11.00
9.0 m/z 71.10 62.84%
Olwswdr ‘\““\ ‘“‘ \‘“‘\ HL \“‘\“\4%“0\1\8\3\0‘ T \2\4}0‘0\ L B B B B
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
T —
10.50 11.00
5000 ITI/Z 85.10 38.57%
ol 4 M ulu“‘lf"lﬁ?‘)_m??‘??w”,w
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T T
57.0 10.50 11.00
m/z 41.10 34.60%
5000

%

ol Ly F ‘}410183022502670 323.0 380.
A AN

‘\ T
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\

BF140258.D
: 06 Nov 2024 15:52
: RC/JU
: P4709-03
: 7 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Octadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.269 20.05 ng 986348  Phenanthrene-d1e 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 94
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1560 (11.269 min): BF140258.D\data.ms (-1555) (- m/z 57.10 100.00%
57.1

5000 85.1

1131 11.00 11.50

‘ 141.2169.2197.2224.1 254.3
e b [T 141.2160219720041 2543 43 4

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #141058: Octadecane
57.0

o

5000 85.0 T T
11.00 11.50
0.0 m/z 71.10 60.83%
: 113.0
141.0
O TTT ‘ \‘\‘\ T ‘L\ T \H ‘ T \H} T ‘w‘\ T \“ T \‘}‘\ ‘ \‘\ T “\ T \‘\]‘-\6? \0“\]\_\9\7‘ \(\)\2\‘2§ \0\‘2\?4\‘\0\
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #123958: Heptadecane
57.0
— —
11.00 11.50
5000 85.0 m/z 85.10 42 .30%
290
0 H\H\M ﬁ1?0}41016901970 2400
‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #141070: Heptadecane, 8-methyl- — —
57.0 11.00 11.50

m/z 41.10

85.0
5000
126.0
‘ ‘ 154.0
! ‘\

Iy | 183.0211.0239.0
bt — —

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.298 8.39 ng 412897  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1565 (11.298 min): BF140258.D\data.ms (-1563) (- m/z 57.10 100.00%
57.1
. A\vJ\AAﬂ\\y\ﬂwJJ{¥
—— —
113.1 11.00 11.50
183.2 : :
ol u“ “ LA [ l1a027®2 2303 70000 75.33%
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 —— —
11.00 11.50
m/z 43.10 43.08%
99.0
oLl 44 1410 1830 2250 2670 338
LI ‘ L ’ T ‘ L ‘ L ‘ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
11.00 11.50
5000 m/z 85.10 40.56%
113.0 183.0
ol by Tl 1830 a0
m/iz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— ——
57.0 11.00 11.50
m/z 41.10 24.04%
- W
99.0
0 L‘ o, 14101830 2390 2960
— A P e
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.698 16.87 ng 829926  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 1633 (11.698 min): BF140258.D\data.ms (-1628) (- m/z 57.10 100.00%

57.1
5000 85.1

-
h Lo [M311412160.2197.22052 2683 1150 12.00
e b St a00.2197.2225.2 2083 m/z 43.10  72.86%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158597: Nonadecane
57.0

5000 85.0 — e
11.50 12.00

m/z 71.10 63.47%

290
\‘\\H‘HH‘HH‘HH’\H\’HH‘HH‘HH‘\\H‘\\H‘HH’HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141058: Octadecane
57.0

T
11.50 12.00

o

o

5000 85.0 m/z 85.10 43.71%
29.0
0 “MMMFPMP@WNN&W%M
‘_H‘_HwH‘wHHV‘HVHW‘HWHH‘HH_H‘_HWH‘WHH_
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #107218: Hexadecane T ——
57.0 11.50 12.00

m/z 41.10 32.99%

5000
85.0
29.0

J ‘u‘u‘ 113.0141.0169.0197.0226.0

m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.933 8.73 ng 429576  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 2-t-Butylperoxy-2-ethylbutan-1-o0... 260 C14H2804 139727-33-6 25
Abundance Scan 1673 (11.933 min): BF140258.D\data.ms (-1669) (- m/z 43.10 100.00%
43.1 73.0
5000
—
‘ 12.00
I m/z 73.00 90.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 T
12.00
1710 2130 2560 m/z 60.00 78.40%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92069: Tridecanoic acid
73.0
—=
43.0 12.00
5000 129.0 m/Z 57.10 77 .41%
171.0
214.0
obrdeil
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 41.10 75.51%
5000 129.0
‘ 199.0 2420
0“WNMWMJ“‘ 198, ——
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.104 14.44 ng 710376  Phenanthrene-di10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1702 (12.104 min): BF140258.D\data.ms (-1698) (- m/z 57.10 100.00%

57.1
5000

e
99.1 12.00 12.50

1412
b b [y 1at2 1972 2432 2823 . 4319 70.53%

m/z--> 50 100 150 200 250
Abundance #176384: Eicosane
57.0

o

5000 — ——
12.00 12.50
99.0 m/z 71.10 63.69%
270 | | ||| 119 1630 2250 2020
O T T T \ ‘ “\ \H\ T T T “‘ “ \ T ‘ \ T T T ‘ T T \‘ T
m/z--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
—— —
12.00 12.50
5000 m/z 85.10 44.92%
99.0
oL2H0 || || 1410 1830 2250 2680
Lt iy — e
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane T —
57.0 12.00 12.50

m/z 41.10 32.96%

- M
27‘ ‘ 99.0

0 R L 1410 182,0212.0
—Ab At 1820emsr _— S

m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.492 12.40 ng 610054  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 95
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Nonadecane 268 C19H40 000629-92-5 91
Abundance Scan 1768 (12.492 min): BF140258.D\data.ms (-1764) (- m/z 57.10 100.00%
57.1
20 m
99.1 1250
141.1 :
Ol ddhd |y 1411 1832 225226112963 /7 43.10  69.62%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 R
12.50
99.0 m/z 71.10 62.70%
ols0 L LUl (1000 250 ass0
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
——
12.50
5000 m/z 85.10 43.45%
0 ‘\\ H\ Al \‘ H‘ 1410 183.0 239.0 296.0
i T
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane —
57.0 12.50
m/z 41.10 30.19%
- m
99.0
oL, 1410 1830 2250 2670 328,
“““ L e S ——
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Eicosane, 10-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.222 7.18 ng 320229 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91

Abundance Scan 1892 (13.221 min): BF140258.D\data.ms (-1888) (- m/z 57.10 100.00%

57.1
5000

——
‘9‘1 13.00 13.50
M L ‘\

411 1g3.1220.1
ol L 3411 18312200 267.1 3371 . 43.10  69.96%

m/z--> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0

5000 —— ——
13.00 13.50
99.0 m/z 71.10 62.59%
oL bl L) 12 1830 2250 220
miz--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl-
57.0
—— —
13.00 13.50
5000 ITI/Z 85.10 43.72%
99.0 154.0
ol Al g T 1970 2390 2810
miz--> 50 100 150 200 250 300
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 13.00 13.50

m/z 41.10  28.24%

196

.0
127.0
ob L Ll T 1 2002800 I

m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Pentadecane, 8-hexyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.563 4.18 ng 186416  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C16H34 000544-76-3 95
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
Abundance Scan 1950 (13.563 min): BF140258.D\data.ms (-1947) (- m/z 57.10 100.00%
57.1
5000 m
91 1350 |
1411 ‘ .
ob b d Ll Ly T4t 1831 230026703060 357. 1 4310 69.23%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — :
13.50
m/z 71.10 63.21%
sl om0 sn w0
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
T \
13.50
5000 m/z 85.10 46.27%
80| || [ pr0ses0z0 M
m/z--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl- —— ‘
43.0 13.50
m/z 41.10 27.37%
127.0 6.0
oLl T a0 .
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 3-Eicosene, (E)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.898 5.58 ng 248611  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 1-Hexacosene 364 C26H52 018835-33-1 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
Abundance Scan 2007 (13.898 min): BF140258.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1
5000
7.1
P P
||| 14111831 23?1 280.1 a0 %0 14.00
oAl Ay 1AETA88 L | 28018212 3700 . 4319  74.44%
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 — —
13.50 14.00
m/z 71.10 58.15%
0 ““\“ “ } t ‘0\1\8\2\0‘ 2\2\4\9‘ \2\8(\)\0‘ LI B
miz--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
P P
13.50 14.00
h EZJ\Jjj;ji”“”jj;ij?
oL LiLLissso om0 o
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester — ——
57.0 13.50 14.00
m/z 85.10 38.80%
5000
7.0
ol d‘ \“ L1400 1960 2690 S
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110624\
Data File : BF140258.D

Acqg On : 06 Nov 2024 15:52
Operator : RC/JU

Sample : P4709-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110524.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.152 53.8 ng 2295850 1 6.875 853722 20.0
Propane, 1,1-di... 2.257 3.0 ng 128660 1 6.875 853722 20.0
2-Pentanone, 4-... 5.093 13.1 ng 560398 1 6.875 853722 20.0
Tetradecane 9.310 6.3 ng 336421 3 9.916 1072220 20.0
Naphthalene, 2,... 9.569 3.7 ng 196237 3 9.916 1072220 20.0
Carbonic acid, 9.633 4.3 ng 229681 3 9.916 1072220 20.0
Pentadecane 9.845 9.9 ng 529316 3 9.916 1072220 20.0
Hexadecane 10.345 14.4 ng 769574 3 9.916 1072220 20.0
Undecane 10.563 8.3 ng 446708 3 9.916 1072220 20.0
Benzophenone 10.622 3.0 ng 160281 3 9.916 1072220 20.0
Heptadecane 10.822 26.7 ng 1315790 4 11.404 984082 20.0
Octadecane 11.269 20.1 ng 986348 4 11.404 984082 20.0
Tetracosane 11.298 8.4 ng 412897 4 11.404 984082 20.0
Nonadecane 11.698 16.9 ng 829926 4 11.404 984082 20.0
n-Hexadecanoic ... 11.933 8.7 ng 429576 4 11.404 984082 20.0
Eicosane 12.104 14.4 ng 710376 4 11.404 984082 20.0
Heneicosane 12.492 12.4 ng 610054 4 11.404 984082 20.0
Eicosane, 1@0-me... 13.222 7.2 ng 320229 5 14.051 891524 20.0
Pentadecane, 8-... 13.563 4.2 ng 186416 5 14.051 891524 20.0
3-Eicosene, (E)- 13.898 5.6 ng 248611 5 14.051 891524 20.0
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